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1.0 Experimental details for 1 and 2

Synthesis of 1,2-dibromoacenaphthylene (1)!

N-bromosuccinimide (21.36 g, 120 mmol) and a few crystals of dibenzoyl
peroxide were added to a solution of acenaphthene (4.62 g, 30 mmol) in
ethylacetate (150 mL), and the mixture was heated to reflux with stirring for 6
h. The deep orange mixture was cooled and the succinimide was removed by
filtration. The solution was washed with aqueous sodium thiosulfate and the
organic phase was dried over anhydrous magnesium sulphate. The solvent was
evaporated under reduced pressure, and the brown liquid thus obtained was
purified by column chromatography (silica gel, eluted with petroleum ether) to
yield 1 as an orange solid. Yield: 7.2 g, 77%. '"H NMR (600 MHz, CDCls): &
7.87 (d, 2H, J = 6 Hz), 7.69 (d, 2H, J = 6 Hz), 7.60 (t, 2H, J = 6 Hz), Anal.
caled for [C,HgBr,]: C, 46.50; H, 1.95. Found: C, 46.32; H, 1.80.

Synthesis of 1,2-dicyanoacenaphthylene (2)?

Curpous cyanide (8.96 g, 100 mmol) was heated to 160°C in 70 mL of N-
methyl-2-pyrrolidone with stirring under a nitrogen atmosphere, 1,2-
dibromoacenaphthylene (7.58 g, 24.50 mmol) was then added. The reaction
was continued at reflux with stirring under a nitrogen atmosphere for a further 4
h. The mixture was cooled and was quenched with a solution of sodium
cyanide (12 g) in water (300 mL). The latter mixture was thoroughly shaken
and then extracted with CHCl; (5 x 350 mL). The organic layer was further
washed with 10% sodium cyanide solution (200 mL) and water (200 mL),
subsequently dried over anhydrous sodium sulfate, and evaporated under
reduced pressure. The brown liquid thus obtained was purified by column
chromatography (silica gel, eluted with 2:1 CHCls-petroleum ether (v/v) to
yield 2 as a yellow solid. Yield: 3.2 g, 65%. 'H NMR (600 MHz, CDCl;): &
8.25 (d, 2H, J = 12 Hz), 8.20 (d, 2H, J = 6 Hz), 7.86 (t, 2H, J = 12 Hz), Anal.
caled for [C14HgN,]: C, 83.16; H, 2.99; N, 13.85. Found: C, 82.96; H, 2.82; N,
13.68.
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2.0 NMR of 1-4

1.58

0.02

O Br
)

58 233 3883
T T TR
| | .
A A A gk
i = TR
796 792 788 784 780 776 772 7)68  7.64  7.60
f1 (ppm)
T T T T T T T T T
6.5 6.0 5.5 5.0 4.5 4.0 35 3.0 2.5

f1 (ppm)

Fig S1 '"H NMR spectrum of 1,2-dibromoacenaphthylene 1 (600 MHz, CDCl;)



ACCN LMo ON O © =) ]
NN N0 N 1 <
ACCN 00 00 00 00N NN N — =}
sy E| aB3
AN o o SER
[ AR
r [~
[ f J
[ / CN
7Y |
/ 1 A
J / ) O
EOTE —E
826 824 822 §20 [B18 816 814 812 810 808 806 504 802 500 7.98 796 7.94 792 7.90 788 76 784 782 7.80
1 (ppm)
“
1
|
|
[
i A
‘ I
£s 4 ‘
PNR= PN

90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 1.0 05 00
1 (ppm)

Fig S2 'H NMR spectrum of 1,2-Dicyanoacenaphthylene 2 (600 MHz, CDCl;)
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Fig S3 'H NMR spectrum of aza BODIPY 4 (600 MHz, CDCl5)
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Fig S4 3C NMR spectrum of aza BODIPY 4 (150 MHz, CDCl;)
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